Key indicators: single-crystal X-ray study; T = 150 K; mean (C-C) = 0.002 Å; R factor = 0.021; wR factor = 0.056; data-to-parameter ratio = 20.5.
The title compound, C 4 H 6 O 3 S 2 , features a characteristic xanthate group; the C S double bond is shorter than the C-S single bond, and the methyl group is coplanar with the xanthate group. In the crystal pairs of molecules form dimers through intermolecular O-HÁ Á ÁO hydrogen bonding.
Related literature
For a related structure, see: Xiao & Charpentier (2010) . For the design and applications of the title compound, see: Moad et al. (2005 Moad et al. ( , 2008 ; Stenzel et al. (2003) ; Coote & Radom (2004) ; Coote et al. (2006) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Carbonothioylthio (S=C-S) compounds are used as chain transfer agents (CTA) in addition-fragmentation chain-transfer (RAFT) polymerization. In the addition-fragmentation equilibria, addition of the propagating radicals to the S=C group followed by fragmentation of the intermediate radical at the C-S bond generates a new radical and a polymeric carbonothioylthio compound (Moad et al., 2005 (Moad et al., , 2008 . O-alkyl xanthates show low reactivity in RAFT equilibria due to the conjugation of the O lone pair electrons and the C=S bond which is favorable to the zwitterionic canonical forms of xanthates (Moad et al., 2005; Coote et al., 2006) . However, xanthates can promote fragmentation of unstable radicals, such as vinyl acetate radicals that undergo fast addition and slow fragmentation (Coote et al., 2006) . Though studies have been done on RAFT polymerization of vinyl acetate with methyl 2-(methoxycarbonothioylthio)acetate (Stenzel et al., 2003; Coote & Radom, 2004) , 2-(methoxycarbonothioylthio)acetic acid has not been used in RAFT polymerization. Therefore, efforts were made to use 2-(methoxycarbonothioylthio)acetic acid as the CTA in RAFT polymerization, and poly(vinyl acetate)s containing carboxylic acid end groups were successfully prepared. A similar compound, 2-(isopropoxycarbonothioylthio)acetic acid, has been reported for the same application (Xiao & Charpentier, 2010) .
Potassium hydroxide 5.6 g (50 mmol) was dissolved in methanol 30 ml at room temperature. The solution was cooled with an ice bath when carbon disulfide 20 ml was charged into the flask dropwise. After 1 day reaction at room temperature, a solution of 2-bromoacetic acid 6.9 g (50 mmol) / methanol 20 ml was added into the flask dropwise in an ice bath. The precipitates were removed by filtration after 2 days reaction at room temperature, and the solvent was evaporated with a rotary evaporator. The crude product was run through a silica gel column with a mixture of ethyl ether / hexanes (5:1).
Colorless crystals were obtained from crystalization in hexanes/ cyclohexane (4:1). m.p.: 112.6 °C (DSC). MS: 165.9764.
Refinement
The structure was solved and refined using the Bruker SHELXTL Software Package, using the space group P 1 21/c 1, with Z = 4 for the formula unit, C 4 H 6 O 3 S 2 . All of the non-hydrogen atoms were refined with anisotropic thermal parameters.
The hydrogen atom positions were calculated geometrically and were included as riding on their respective carbon/oxygen atoms. The final anisotropic full-matrix least-squares refinement on F 2 with 84 variables converged at R1 = 2.13%, for the observed data and wR2 = 5.55% for all data. The goodness-of-fit was 1.047. Fig. 1 . View of the title compound (50% probability displacement ellipsoids). 
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